Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.005 Å; R factor = 0.047; wR factor = 0.105; data-to-parameter ratio = 16.5.
Related literature
For background to the synthesis, see: Gelin et al. (1983) ; Bendaas et al. (1999) . For the structures of the 4-chloro and 4-methoxy derivatives, see: Asiri, Al-Youbi, Alamry et al. Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.105 S = 1.01 4041 reflections 245 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.58 e Å À3 Á min = À0.47 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the N1/N2/C7-C9 ring.
Symmetry code: (i) Àx; Ày þ 1; Àz þ 1.
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010). supplementary materials Acta Cryst. (2012) . E68, o813 [doi:10.1107/S1600536812006939] (2Z)-3-(3-Bromoanilino)-1-(5-hydroxy-3-methyl-1-phenyl-1H-pyrazol-4yl)but-2-en-1-one Abdullah M. Asiri, Hassan M. Faidallah, Seik Weng Ng and Edward R. T. Tiekink
Comment
The title compound, 3-(3-bromoanilino)-1-(5-hydroxy-3-methyl-1-phenyl-1H-pyrazol-4-yl)but-2-en-1-one (I), was synthesized during investigations of reactions between pyrazoles and aniline derivatives based on literature precedents (Gelin et al., 1983; Bendaas et al., 1999) and was one of several compounds that were isolated in crystalline form (Asiri, Al-Youbi, Alamry et al., 2011; Asiri, Al-Youbi, Faidallah et al., 2011) . As a continuation of these structural studies, the analysis of (I) is now described.
In (I), Fig. 1 , The configuration about the formal C12═C13 bond [1.376 (4) Å] is Z. This arrangement allows the central O2-carbonyl atom to accept two hydrogen bonds from the adjacent hydroxyl and amine groups to close a pair of fused S(6) rings, Table 1 . While the N-bound phenyl ring is co-planar with the five-membered ring to which it is connected, forming a dihedral angle of 5.22 (18)°, a twist in the molecule is evident as seen in the dihedral angle formed between the terminal phenyl and bromobenzene rings, dihedral angle = 33.87 (17)°.
The most notable feature of the crystal packing is the formation of C-H···π interactions where the π-system is the fivemembered ring, Table 1 . The resulting dimeric aggregates assemble into zigzag layers in the bc plane and stack along the a axis, Fig. 2 .
Experimental
A solution of 4-acetoacetyl-5-hydroxy-3-methyl-1-phenylpyrazole (0.005 mol) and 3-bromo-aniline (0.005 mol) in ethanol (25 ml) was refluxed for 2 h. The precipitate obtained from the hot solution was collected washed with methanol and recrystallized from its ethanol-benzene solution to provide yellow crystals; M.pt: 412-413 K.
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.95 to 0.98 Å, U iso (H) = 1.2 to 1.5U eq (C)] and were included in the refinement in the riding model approximation. The N-H and O-H-atoms were located in a difference Fourier map, and were refined with distance restraints of N-H = 0.88±0.01 and O-H = 0.84±0.01 Å, respectively; their U iso values were refined. Owing to poor agreement, the (0 0 2), (0 11 1), (1 11 2) and (1 9 4) reflections were omitted from the final cycles of refinement.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO (Agilent, 2011); data reduction: CrysAlis PRO (Agilent, 2011); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010). Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the N1/N2/C7-C9 ring. 
